Scheme S1. Strand I of the 5-AUA-3 DNA:RNA microhelix with other two different kinds of intermolecular H-bonds: (a) C-type with intra-strand H-bonds O2-H2(n)···O5(n+1). (b) With C-type and D-type in the same strand. D-type corresponds to the intra-strand H-bonds O2-H2(n)···O3(n)
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5-U U U-3 Table S2 . Backbone parameters calculated at the M062X/6-31G(d,p) level in the nucleoside base pair with dA and in the central plane n of the microhelixes with 3 nucleotide pairs.
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Endocyclic and exocyclic a torsional angles are in degrees, pseudorotational angle P in degrees, total energy (E) in a.u. and dipole moments () in Debye. (*) With type C in strand II. (**) A-type with 4 Na + 8 H2O. a (O4-C1-N1-C2), (C31-O31-P-O5), (O31-P-O5-C5), (P-O5-C5-C4), (O5-C5-C4-C3), 5 (C5-C4-C3-O3), (C4-C3-O3-P2), ´(H2-O2-C2-C3). b When 2 is negative, 180º is added to the calculated value of P. c Notation used from ref. [68] . d max 6 = 2/cos P 7 A-type B-type 
